The asymmetric unit of the title crystal structure is shown in the figure. Tables 1 and 2 and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters.
Olex2 [1] , SHELX [2, 3] and measurement conditions and a list of the atoms including atomic coordinates and displacement parameters.
Source of material
The stems and roots of Sarcococ ca hookeriana (14.5 kg) were extracted three times using MeOH with ultrasonic. The extract was concentrated and then partitioned between EtOAc and 1% aq. H 2 SO4. The acid-soluble fraction was alkalinized with aq. Na 2 CO 3 to pH 9 and followed by exhaustive extraction with CH 2 Cl 2 to afford crude alkaloids. Recrystallization with dichloromethane was undertaken at room temperature.
Experimental details
The crystal structure was solved by direct methods and refined by full-matrix least-squares methods on F 2 using
Olex2 [3] . All hydrogen atoms were positioned geometrically, with the d(C-H) = 0.95−1.00 Å. The U iso (H) were set to 1.2 times Ueq(C) for the methylene groups as well as methenyl groups, at 1.5 times Ueq(C) for the methyl groups. Due to the quality of the data the Flack parameter isn't conclusive.
Comment
Steroidal alkaloids have a wide spectrum of biological activities, such as cholinesterase inhibiting, antiplasmodial [4] , antiinflammatory [5] , antibacterial and cytotoxic [6] activities. Compared with the previous crystal structure report of our team [7] , the asymmetric unit of the title structure contains two crystallographically independent but chemically identical molecules (figure). Geometric parameters of the title structure are in the usual ranges. The compound contains two hydroxys, one amide, one double bond and one dimethylamino group. The C2-O1 distance is 1.452(5) Å and C4-O2 distance is 1.418(5) Å. The amide was confirmed by the distance of 1.226(5) Å, and 1.340(5) Å (C24-O3 and C24-N1). The C25-C26 distance is 1.372(8) Å. The dimethylamino group was confirmed by the distance of 1.443(6) Å, and 1.483(7) Å for C23-N2 and C22-N2, respectively. The compound contains three six-membered rings and one five-membered ring. The intermolecular connection were achieved by van der Waals interactions and hydrogen bonds.
In the molecules, there are strong intramolecular O-H· · · O hydrogen bonds (O1-H2· · · O2: d(O1· · · O2) = 2.763 Å and O5-H5· · · O4: d(O5-O4) = 2.786 Å). In addition, the structure of the title compound formed a chain structure via strong intermolecular hydrogen bonds (O1-H1· · · O6: d(O1· · · O6) = 2.685 Å, O4-H4· · · O3: d(O4· · · O3) = 2.773 Å) (cf. the figure).
